Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.034; wR factor = 0.098; data-to-parameter ratio = 14.8.
The Zn II atom in the title polymeric compound, {[Zn(C 8 H 6 -NO 4 ) 2 (H 2 O) 2 ]Á2H 2 O} n , lies on a center of inversion and is coordinated by two amine N atoms and two carboxylate O atoms from two 3-amino-5-carboxybenzoate anions along with two water molecules in a distorted octahedral geometry. The bridging nature of the anion generates a layer motif parallel to (100). Hydrogen bonds of the N-HÁ Á ÁO and O-HÁ Á ÁO types exist in the structure. One H atom of the coordinated water molecule and one H atom of the solvent water molecule are each disordered over two positions in a 1:1 ratio.
Related literature
For catena-poly[(5-aminoisophthalato)aquazinc], see: Wu et al. (2002) .
Experimental
Crystal data [Zn(C 8 H 6 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: OLEX (Dolomanov et al., 2003) and X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010 Comment 5-Aminoisophthalic acid furnishes a zinc derivative in which the ligand is dibasic; the dianion functions in a u3-bridging mode in monoaqua compound, which adopts a chain structure (Wu et al., 2002) . The title compound (Scheme I) was the unexpected when nicotinamide was added to the reaction. (1:1 v/v; 3 ml) mixture and nicotinamide (0.050 g, 0.33 mmol) dissolved in water (3 ml) were added. The solution was filtered. Light brown crystals were isolated after several days.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2U(C). The amino, water and acid H atoms were similarly positioned [N-
One H-atom of the coordinated water molecule and one H-atom of the lattice water molecule are each disordered over two positions in a 1:1 ratio. In the disorder model, the unprimed H-atoms are not within 2 Å of the primed ones.
Computing details
Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT (Bruker, 2005 );
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: OLEX (Dolomanov et al., 2003) and X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010 Symmetry codes: (i) −x+1/2, −y+1/2, −z; (ii) x, −y+1, z−1/2; (iii) −x+1/2, y−1/2, −z+1/2; (v) x, −y, z+1/2; (vi) −x, y, −z+1/2; (vii) −x, −y+1, −z+1.
